Tuning ab initio data to scattering length: the a (3)Sigma(+) state of KRb.
Interaction energies for the lowest triplet state a (3)Sigma(+) of KRb are calculated using high level ab initio methods. The interaction energies are then morphed so that the resulting potential energy curve yields 32 bound states and the correct scattering length for (40)K(87)Rb. Calculated vibrational spacings are shown to be in very good agreement with the available experimental Fourier transform and photoassociation vibrational data, but a different numbering scheme has to be used for the experimental vibrational assignment.